Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; R factor = 0.058; wR factor = 0.155; data-to-parameter ratio = 14.9.
Related literature
The title compound is a by-product from the synthesis of 1phenylethanesulfonic acid. 1-Phenyl-ethanesulfonic acid is a favorable resolving agent for the diastereomeric resolution of dl-p-hydroxyphenylglycine, see: Yoshioka, et al. (1987) . d-phydroxyphenylglycine is useful as a side chain in semisynthetic penicillins or cephalosporins, see: Crast (1970 Fig. 1 . A view of the title compound (I). Displacement ellipsoids are drawn at the 30% probability level and H atoms are shown as small spheres of arbitrary radii. Geometric parameters (Å, °) S1-O1 1.426 (2) C13-H13 0.9300 S1-O2 1.433 (2) C14-C15 1.396 (9) S1-C9 1.778 (3) C14-H14 0.9300 S1-C7 (14) C20-C19-C18 120.0 (3) O6-S3-C24 110.80 (13) C20-C19-H19 120.0 C26-S3-C24 102.61 (13) C18-C19-H19 120.0 O7-S4-O8 117.77 (13) C21-C20-C19 120.2 (3) O7-S4-C26 108.16 (14) C21-C20-H20 119.9 O8-S4-C26 105.66 (13) C19-C20-H20 119.9 O7-S4-C27 109.44 (15) C20-C21-C22 120.5 (3) O8-S4-C27 108.98 (15) C20-C21-H21 119.7 C26-S4-C27 106.18 (14) C22-C21-H21 119.7 C2-C1-C6 120.4 (4) C21-C22-C23 120.4 (3) C2-C1-H1 119.8 C21-C22-H22 119.8 C6-C1-H1 119.8 C23-C22-H22 119.8 C3-C2-C1 120.8 (4) C18-C23-C22 118.1 (3) C3-C2-H2 119.6 C18-C23-C24 120.0 (3) C1-C2-H2 119.6 C22-C23-C24 121.8 (3) C2-C3-C4 120.4 (4) C23-C24-C25 114.1 (3) C2-C3-H3 119.8 C23-C24-S3 113.0 (2) C4-C3-H3 119.8 C25-C24-S3 107.0 (2) C3-C4-C5 119.7 (4) C23-C24-H24 107.5
